The 2-thioethanesulfonate anion is the smallest known coenzyme in nature (HS-CoM) and plays a key role in methanogenesis by anaerobic archaea, as well as in the oxidation of alkenes by Gram-negative and Gram-positive eubacteria. The title compound, Na + ÁC 2 H 5 O 3 S 2 À ÁH 2 O, is the Na + salt of HS-CoM crystallized as the monohydrate. Six O atoms form a distorted octahedral coordination geometry around the Na atom, at distances in the range 2.312 (4)-2.517 (3) Å . Two O atoms of the sulfonate group, one O atom of each of three other symmetry-related sulfonate groups plus the water O atom form the coordination environment of the Na + ion. This arrangement forms Na-O-Na layers in the crystal structure, parallel to (100). 
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Comment
The title compound includes 2-thioethanesulfonate ion, the smallest known coenzyme in nature, coenzyme M, which plays a key role in methanogenesis by anaerobic archaea (Thauer, 1998) and in the oxidation of alkenes by gram-negative and gram-positive eubacteria (Allen et al., 1999) . Furthermore its sodium salt (mesna) is medically used as mucolytics and to prevent urotoxic side effects of certain anticancer drugs (Bruchhausen et al., 1993) . Whereas the biosynthesis of coenzyme M starts by sulfitation of phosphoenolpyruvate (Graham et al., 2002) , the chemical synthesis begins from sodium 2-bromoethanesulfonate and thiourea in ammoniacal solution (Bruchhausen et al., 1993) . Since 2-thioethanesulfonic acid represents a highly viscous oil decomposing under release of hydrogen sulfide at room temperature, it is usually stored and sold as stable sodium or ammonium salt (Schramm et al., 1955) . The title compound is the monohydrate of the sodium salt.
Six O atoms show a distorted octahedral coordination geometry around the Na atom at distances in the range of 2.312 (4)-2.517 (3) Å ( The needles were used for structure analysis by X-ray diffraction.
Refinement
H-positions for the methylene CH 2 groups have been calculated with fixed distance of 1.08 Å. H atoms for the water molecule and the thiol group have been taken from a difference map and were included in the refinement in their as-found positions.
sup-2 Figures   Fig. 1 . The molecular structure of sodium 2-thioethanesulfonate hydrate with 50% probability displacement ellipsoids. H atoms are omitted for clarity. The complete coordination of the Na atom is shown. Symmetry codes: (a) x, -1+y, z; (b) x, 1+y, z; (c) 1/2-x, -1/2+y, -1/2+z; (d) 1/2-x, -1/2+y, 1/2+z; (e) 1/2-x, 1/2+y, -1/2+z; (f) 1/2-x, 1/2+y, 1/2+z. ii -Na9-Na9 ii 35.38 (7) O8-S4-C2 107.1 (2) O7-Na9-Na9 O8-Na9-Na9 iii -Na9-O8-S4 −91.78 (16) C2-S4-Na9-Na9 i −57.4 (2) O5-Na9-O8-S4 −4.62 (8) O6-S4-Na9-Na9
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